It was found that bis-[p-(3-methyl-butyloxy) -phenyl] -thiourea, (applied in the therapy under the name of Thiocarlidum * as a tuberculo-and leprostatic) has two modifications in the solid state. By the aid of thermoanalitical, spectroscopical and X-ray studies it was shown, that the phase transformation arises as a result of the change in the conformtion of the molecule.
In case of Thiocarlidum (1) the thermoanalytical examination showed an endothermic transformation without loss of weight. This occured in samples recrystallized from cold polar solvents and the transformation proved to be non-reversible. The UV and IR spectra of the two samples differed characteristically and X-ray studies showed that the two modifications (in the following a-and ß-modifications where the latter is produced as a result of thermal transformation) have different crystal structures. This can be considered as a ground for the differences in the tabletting characteristics of the two forms 1 .
According to the UV and IR spectra it is to be seen that polymorphy alone does not suffice to interpret the experimental evidences. Since the two modifications have the same spectra in all the solvents examined, and the thermal transformation is not accompanied by a change of weight, structural isomerisation, tautomerisation and conformational change, respectively, could be considered as a ground of the anomalies found.
Experimental and Results

Materials
The investigated derivatives, Thiocarlidum (1), bis--(p-ethoxy-phenyl)-thiourea (2), and diphenyl-thiourea (3) were recrystallized from ethanol at room temperature. The applied compounds were of analytical purity.
Thermoanalytical data
The thermal analysis was performed in the usual manner by the derivatograph 2 in amounts of about 200 mg in platinum thimble. The temperature was raised at a constant rate of 3 deg. min -1 . The derivatogram is given in Fig. 1 . On the differential thermoanalytical (DTA) curve the changes of enthalpy due to the thermal process can be followed. Two peaks can be found. That below 100 °C is due to thermal transformation, while that above 100 °C is due to melting. The thermogravimetric (TG) and differential thermogravimetric (DTG) curves show the change of weight and its rate, respectively. In case of 1, weight change occured only after melting, i. e. decomposition. No thermal transformation was observed in case of compounds 2 and 3.
The magnitude of the heat of transformation of Thiocarlidum was estimated with the aid of the actual heights of the peaks in the DTA curves of standard compounds, having known heat of melting. Working under the same experimental conditions such a comparison was made and the heat of transformation was found to be about 4 -5 kcal. mol -1 .
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UV-spectra
The spectra were recorded employing a Unicam SP-500 spectrophotometer. In case of solid state spectra a solution of the sample in chloroform was applied on a quartz plate and after the evaporation of the solvent a thin film was formed. This was investigated in the apparatus directly. By heating the plate for 10 minutes at 80 °C the a->ß transformation takes place, and after cooling the spectrum of the /^-modification can be recorded. The spectra with their relative intensities can be seen in Fig. 2 . The peaks of compounds 2 and 3 are at 265 nm and 263 nm. respectively. No change was observed after a heating of 30 min at 100 °C. The characteristics of the spectra recorded in solution are listed in 
lR-spectra
The spectra were recorded employing a Unicam SP-200 and a Zeiss UR-20 spectrometer in KBr pellets. In case of spectra recorded in a solution of chloroform a film of 0.01 mm thickness was used.
The spectra in solution are identical in case of the a-and /?--forms of Thiocarlidum but in case of the spectra obtained from the solid state differences can be observed. The vibration bands of the NHgroup for the two modifications are given in details in Fig. 3 . In case of a-and /^-Thiocarlidum the position of the NH stretching bands are at 3205 cm -1 and at 3288 cm -1 , respectively. For compounds 2 and 3 the frequencies of this band are 3225 cm -1 and 3218 cm -1 , respectively. 3400 cm-i 3000
Fig. 3. NH stretching bands of a-( -) and /^-Thiocarlidum (--).
X-ray data
The space group and the unit cells of the two modifications of Thiocarlidum, determined by BÜRGER and WEISSENBERG techniques 3 are given in Table 2 . 
Discussion
According to the litle amount of heat of transformation and to the IR spectrum no evidences of radical migration is to be found. Similarly, on the ground of the IR spectra the possibility of the thiole-imino tautomerism can be ruled out. Another important evidence is the lade of transformation in compounds 2 and 3 where tautomerisation should also take place.
The unit cell of a-Thiocarlidum has a squarebuilt shape while that of the /^-modification is stretched. The schemes of the unit cells with the possible arrangement of the molecules in them are given in Fig. 4 . On this ground the possibility of the existence of cis-trans rotamers can be confirmed. Such transformation can be observed in case of several thiourea derivatives in solution 4 . The differences in the spectra can be interpreted through the different sterical arrangement of the two modifications. The bathochromic shift of 27 nm in the UV spectrum of the /?-rotamer related to the corresponding band of the a-Thiocarlidum is an indication of the stretched configuration of the former. Several authors give account of the observation that trans-isomerisation leads to batho-and hyperchromic effects 5 . The interpretation of the IR spectra of disubstituted thioureas is given in the literature 4 . The NH stretching band arises in case of the cw-rotamer at lower frequencies with about 30 cm -1 . This can be adapted to our case and it reassures the theory that a-Thiocarlidum has a eis, /^-Thiocarlidum has a trans conformation. According to the spectral data the compounds 2 and 3 which do not undergo any thermal transformation, exist in the eis form. The effect of the bulky substituents in the eis rotamer makes it unstable at higher temperature and a ->-ß transformation takes place. In solution no sign of any change in the IR and UV spectra was found (see Table 1 ). The position of the NH stretching bands indicate the possibility that as a result of solvation no pure eis or trans form exists. There is only one stable conformation of the molecule which does not alter as the temperature is raised.
It seems that the polymorphic transformation of the organic substances can often be followed by changes in the steric arrangement of the molecule which leads to differences in the spectroscopical and other properties. Such transformations -e. g. the one discussed in this work -are to be treated as special cases of polymorphy. 
